Key indicators: single-crystal X-ray study; T = 113 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.087; data-to-parameter ratio = 20.4.
In the title molecule, C 12 H 15 NS 2 , the 1,3-thiazinane ring has a half-boat conformation; the C atom at position 5 deviates by 0.715 (2) Å from the mean plane (P) of the remaining five atoms. Plane P and the phenyl ring form a dihedral angle of 83.62 (3) . In the crystal structure, weak intermolecular C-HÁ Á ÁS hydrogen bonds link molecules related by translation along the axis a into chains.
Related literature
For the crystal structures of related thiazinane derivatives, see: Ká lmá n et al. (1977) ; Peng & Wu (2009); Amir et al. (2006) . For the biological activity of thiazinane-containing compounds, see: Soloway et al. (1978) ; Tomizawa et al. (1995) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: CrystalClear (Rigaku, 2005); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL .
Experimental
3-(1-Phenylethyl)-1,3-thiazinane-2-thione F. Yan and C. Liang
Comment
Many compounds containing thiazinane groups possess a broad spectrum of biological activities (Soloway et al., 1978; Tomizawa et al., 1995) . Herein we report the crystal structure of the title compound, (I).
In (I) ( Fig. 1 ), all bond lengths and angles are in a good agreement with those reported previously (Kálmán et al., 1977; Peng & Wu, 2009; Amir et al., 2006) . The thiazinane ring shows a conformation near to a half boat with the carbon atom at position 5 (C3) deviating 0.715 (2) Å above the plane p1 formed by S2, N1, C1, C2 and C4 [maximum least squares plane deviation for S2 0.038 (3) Å]. The dihedral angle between the benzene ring C7-C12 and plane p1 is 83.62 (3) °. In the crystal structure, weak intermolecular C-H···S hydrogen bonds link molecules related by translation along axis a into chains.
Experimental
A solution of 1,3-thiazinane-2-thione (1.33 g, 10 mmol) and sodium hydride (0.3 g) dissolved in anhydrous acetonitrile (20 ml), and dropwise added over a period of 10 min to a solution of 1-(1-chloroethyl)benzene (1.41g, 10 mmol) in acetonitrile (10 ml) at 273 K. The mixture was stirred at 353 K for 2 h. The solvent was removed and the residue was purified by flash chromatography (3:1 Cyclohexane:Dichloromethane) to give title compound as a white solid (1.90 g, 80%). Single crystals suitable for X-ray measurements were obtained by recrystallization from ethanol at room temperature.
Refinement
C-bound H atoms were placed in calculated positions (C-H = 0.95-1.00 Å), and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2U eq (C) for the aryl and methylene H atoms and 1.5U eq (C) for the methyl H atoms. Fig. 1 . The molecular structure of (I) with displacement ellipsoids drawn at the 40% probability level.
Figures

3-(1-Phenylethyl)-1,3-thiazinane-2-thione
Crystal data (7) C11 0.0328 (9) 0.0301 (9) 0.0225 (8) −0.0051 (7) 0.0071 (7) 0.0019 (7) C12 0.0251 (8) 0.0241 (8) 0.0210 (8) 0.0033 (7) 0.0043 (6) 0.0002 (6) Geometric parameters (Å, °) S1-C1 1.6851 (16) C5-H5 1.0000 S2-C1 1.7491 (17) (2) 
